Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.004 Å; R factor = 0.065; wR factor = 0.220; data-to-parameter ratio = 14.7.
Related literature
For the synthesis, synthetic uses and properties of 4-(N,Ndimethylaminomethylene)-2-aryl-2-oxazolin-5-one derivatives, see: , 2008 ; Takahashi & Izawa (2005) ; ; Kmetic & Stanovnik (1995) . For the Vilsmeier-Haack reaction, see: Meth-Cohn & Stanforth (1991) . For related structures, see Vasuki et al. (2002) ; Vijayalakshmi et al. (1998) . For the treatment of twinned diffraction data, see: Spek (2009) .
Experimental
Crystal data C 12 H 11 N 3 O 4 M r = 261.24 Monoclinic, P2 1 =c a = 9.5313 (2) Å b = 9.5204 (3) Å c = 13.0349 (4) Å = 106.661 (2) V = 1133.15 (6) Å 3 Z = 4 Mo K radiation = 0.12 mm À1 T = 120 K 0.42 Â 0.38 Â 0.22 mm
Data collection
Nonius KappaCCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2007) T min = 0.661, T max = 1.000 14210 measured reflections 2581 independent reflections 2030 reflections with I > 2(I) R int = 0.071 Refinement R[F 2 > 2(F 2 )] = 0.065 wR(F 2 ) = 0.220 S = 1.19 2581 reflections 176 parameters H-atom parameters constrained Á max = 0.33 e Å À3 Á min = À0.30 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x; Ày þ 1 2 ; z þ 1 2 ; (ii) Àx þ 1; y À 1 2 ; Àz þ 3 2 ; (iii) x; Ày þ 3 2 ; z þ 1 2 ; (iv) Àx þ 1; y þ 1 2 ; Àz þ 1 2 .
Data collection: COLLECT (Hooft, 1998) ; cell refinement: DENZO (Otwinowski & Minor, 1997) and COLLECT; data reduction: DENZO and COLLECT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . Takahashi & Izawa, 2005; Kmetic & Stanovnik, 1995) . The compounds have been used as precursors of 4-hydroxymethylene-2-aryl-2-oxazolin-5-one, which have been tested for anti-bacterial activities (Singh & Singh, 2008) . The crystal structures of 4-(N,N-dimethylaminomethylene)-2-phenyl-2-oxazolin-5-one (Vasuki et al., 2002) and 4-(N,N-dimethylaminomethylene)-2-(2-nitrophenyl)-2-oxazolin-5-one (Vijayalakshmi et al., 1998) have been reported. We now report the crystal structure of 4-(N,N-dimethylaminomethylene)-2-(4-nitrophenyl)-2-oxazolin-5-one, (I).
The molecule of (I), Fig. 1 , is essentially planar with the maximum deviations from the least-squares plane through all non-hydrogen atoms being 0.157 (4) Å for atom C5 and -0.158 (3) for atom O4; the r.m.s. = 0.068 Å. The sequence of C1-N1, N1-C2, C2-C4, and C4-N2 bond distances of 1.289 (4), 1.398 (4), 1.382 (5), and 1.317 (4) Å, respectively, indicate substantial delocalisation of π-electron density over these atoms. The geometric parameters in (I) match closely those found in the parent compound, namely 4-(N,N-dimethylaminomethylene)-2-phenyl-2-oxazolin-5-one (Vasuki et al., 2002) and in the 2-nitro derivative (Vijayalakshmi et al., 1998) .
The crystal packing is dominated by C-H···O and π-π interactions; the N1 atom of the oxazolin-5-one is involved in an intramolecular C-H···N contact that shields this atom from forming intermolecular interactions, Table 1 . Columns of molecules orientated along the b axis are stabilised by π-π contacts with the shortest of these occurring between centrosymmetrically related benzene rings [ring centroid(C7-C12)···ring centroid(C7-C12) i = 3.6312 (16) Å for i: 1-x, 1-y, 2-z]. The benzene rings also form π-π interactions with the oxazolin-5-one rings [ring centroid(C7-C12)···ring centroid(O1,N1,C1-C3) ii = 3.7645 (17) Å for ii: 1-x, -y, 2-z] to form a supramolecular chain, Fig. 2 . The chains are connected by a series of C-H···O contacts, Table 1 , to form a 3-D network, Fig. 3 .
Experimental
The title compound was prepared as per published procedures . Physical properties were in agreement with published data. The crystal used in the structure determination was grown from EtOH solution.
Refinement
The C-bound H atoms were geometrically placed (C-H = 0.95-0.98 Å) and refined as riding with U iso (H) = 1.2-1.5U eq (C).
For the treatment of twinned diffraction data, see: Spek (2009) . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
129.6 (3) C9-C8-H8 119.9 C4-C2-C3 120.5 (3) C7-C8-H8 119.9 N1-C2-C3 109.9 (3) C8-C9-C10 118.7 (3) O2-C3-O1 120.4 (3) C8-C9-H9 120.7 O2-C3-C2 135.4 (3) C10-C9-H9 120.7 O1-C3-C2 104.3 (2) C11-C10-C9 122.7 (3) N2-C4-C2 131.3 (3) C11-C10-N3 118.5 (3) N2-C4-H4 114.4 C9-C10-N3 118.8 (3) C2-C4-H4 114.4 C12-C11-C10 118.1 (3) N2-C5-H5A 109.5 C12-C11-H11 120.9 N2-C5-H5B 109.5 C10-C11-H11 120.9 H5A-C5-H5B 109.5 C11-C12-C7 120.4 (3) N2-C5-H5C 109.5 C11-C12-H12 119.8 H5A-C5-H5C 109.5 C7-C12-H12 119.8 sup-6 N1-C1-C7-C8 0.9 (5) C1-C7-C12-C11 179.8 (3) Hydrogen-bond geometry (Å, °) 
